Non-hydrogen atoms were refined anisotropically and hydrogen atoms were fixed at calculated positions and refined using a riding model. PLATON was used for the calculation of guest available volumes. 2 In 2, the central C 6 ring and amide CO groups are disordered over two sites which was modeled and refined. The THF molecules could not be located platon squeeze option was used in the final refinement. The powder patterns for 3 and 4 were measured in transmission mode using a G670 Guinier camera diffractometer (CuK  radiation, =1.54059 Å) at ambient conditions (T = 295(2) K) ( Figure S4 ). The trigonal unit-cell dimensions were determined with TREOR90. 3 Based on systematic extinctions the space group P31c was assigned for 3 and 4. The unit-cell parameters and space group were further tested using Pawley's fit 4 and confirmed by crystal structure solution. The crystal data, data collection and refinement parameters for 3 and 4 are given in Table S2 . The crystal structures were solved with the use of simulated annealing technique.
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The solution found for each structure was fitted with the program MRIA 6 in the bond-restrained
Rietveld refinement using a split-type pseudo-Voigt peak profile function. 7 In both structures 3 and 4, the geometry of preliminary refined four neighbouring hydrogen-bonded molecules was optimised by density functional theory (DFT)
calculations, which were performed in vacuo using the quantum-chemical code Priroda 8 employing the generalized-gradient approximation (GGA) and PBE exchange correlation function. 9 The optimised geometry of one molecule from the middle of the stack was further used as template in the final bond-restrained refinements. The THF molecule was treated as rigid molecule disordered between two positions with occupancies fixed to 0.5.
Five isotropic displacement parameters were refined for each structure: two parameters for two independent halogen atoms, two common displacement parameters for the rest non-H atoms in two independent molecules, and one common parameter for all non-H atoms in two parts of disordered THF molecule. Restraints were applied to the intramolecular bond lengths and contacts (< 2.6 Å) in the main and solvent molecules.
The strength of the restraints was a function of interatomic separation and, for (2) 293 ( Amorphous solid of 4
Iodine Vapor Exposure Study:
Before exposure to I 2 vapors the compounds 2-4 were evacuated under vacuum at 80˚C. After exposure for 24h the compounds were kept in air and the weight loss at regular interval of time is monitored (Table S4-S6) .
Compound 2:
Initial weight of the sample=47.7 mg 
Compound 3:
Initial weight of the sample=61.0mg 
Compound 4:
Initial weight of the sample=51.5mg The N-H stretch, 3269 cm 
